C 8 H 8 N 2 O4, monoclinic, P21/n (no. 14), a = 14.6418(13) Å,
Source of material
The title compound was prepared in accordance with literature [1] . The raw product was purified by column chromatography and recrystallized from ethyl acetate solution at room temperature to give colorless plate crystals suitable for singlecrystal X-ray diffraction.
Experimental details
H atoms were positioned geometrically with C-H = 0.95 and 0.98 Å for aromatic and methyl, respectively, and constrained to ride on their parent atoms, with U iso (H) = 1.2 (or 1.5 for methyl group) times Ueq(C).
Comment
Nitro derivatives of the o-xylene are important intermediates for preparating pharmaceuticals and agrichemicals [2, 3] . The title compound is a dinitro derivative of the o-xylene, which was prepared by nitration of o-xylene.
As shown in the figure, the asymmetric unit of the title compound consists of one molecule. The aryl ring is planar, the two nitro groups are twisted against the best plane of the aryl ring, making dihedral angles of 14.4 (N1/O1,O2) and 42.6 (N2/O3,O4)°, respectively. All bond lengths and angles are in the expected ranges.
